S.1 S22 and S66 Complexes optimized with OPTTOL = 0.0001

S.2 S22 and S66 Complexes with imaginary frequencies
T . ! do h e s s i a n c a l c u l a t i o n a f t e r o p t i m i z a t i o n $end $ f o r c e nvib=2 ! f o r c e c a l c u l a t i o n u s i n g c e n t e r e d f i n i t e d i f f e r e n c e scheme method=seminum ! Use semi−n u m e r i c a l scheme f o r f o r c e c a l c u l a t i o n $end ! S o l v e n t s e t t i n g s $pcm s o l v n t=WATER mxts=15000 ! The maximum number o f t e s s e r a e $end $ t e s c a v m t h a l l=4 ! Use t h e FIXPVA scheme n t s a l l =60 ! The d e n s i t y o f t e s s e r a e $end
